Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.037; wR factor = 0.100; data-to-parameter ratio = 14.1.
In the title compound, C 22 H 22 N 2 OSe, the fused six-membered ring of the 4,5,6,7-tetrahydrobenzo[d] [1, 2, 3] selenadiazole group adopts a near to envelope (E form) conformation and the five-membered 1,2,3-selenadiazole ring is essentially planar (r.m.s. deviation = 0.0059 Å ). In the crystal, adjacent molecules are interlinked through weak intermolecular C-HÁ Á Á interactions.
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Comment 1,2,3-Selenadiazole and its derivatives exhibit various potential biological activities such as anti-fungal (Kuroda et al., 2001 ), anti-bacterial (El-Kashef et al., 1986 ), anti-microbial (El-Bahaie et al., 1990 ), anti-cancer (Plano et al., 2010 and insecticidal (Padmavathi et al., 2002) activities. Considering the importances of the 1,2,3-selenadiazole derivatives, we present herein the single-crystal structure analysis of the title compound. The bond lengths of the 1,2,3-selenadiazole moiety in the title compound are comparable to those observed for selenadiazole moieties in several crystal structures such as 4-methyl-5-ethoxycarbonyl-1,2,3-selenadiazole phenylboronic acid (Arsenyan et al., 2007) , diethyl 2-((4-methylphenyl)(4-phenyl-1,2,3selenadiazol-5-yl)methyl)malonate (Saravanan et al., 2006a) , 4-(4-chlorophenyl)-5-(1-(4-methoxyphenyl)-2-methyl-2-nitropropyl)-1,2,3-selenadiazole (Saravanan et al., 2006b) , 3-(4-methylphenyl)-3-(4-(4-methylphenyl)-1,2,3-selenadiazol-5yl)-2-phenylpropanenitrile , ethyl (Z)-3-(4-chlorophenyl)-2-cyano-3-(4-phenyl-1,2,3-selenadiazol-5-yl)prop-2-enoate (Saravanan et al., 2008) , 5-(2-methyl-2-nitro-1-phenylpropyl)-4-phenyl-1,2,3-selenadiazole (Marx et al., 2007) , 4-(4-Chlorophenyl)-5-(1-(4-chlorophenyl)-2-methyl-2-nitropropyl)-1,2,3-selenadiazole (Marx et al., 2008a) , diethyl 2-((4-nitrophenyl)(4-phenyl-1,2,3-selenadiazol-5-yl)methyl)malonate (Marx et al., 2008b) , 5-[2-methyl-1-(4-methylphenyl)-2-nitropropyl]-4-phenyl-1,2,3-selenadiazole (Gunasekaran et al., 2007a) and 4-(4-chlorophenyl)-5-[2-methyl-1-(4methylphenyl)-2-nitropropyl]-1,2,3-selenadiazole (Gunasekaran et al., 2007b) . The molecular structure of the title compound is shown in Fig. 1 .
The five-membered 1,2,3-selenadiazole moiety (C1/N1/N2/Se1/C2) of the title compound adopts a planar conformation as observed in the selenadiazole moieties of several crystal structures (Arsenyan et al., 2007; Saravanan et al., 2006a; Saravanan et al., 2006b; Saravanan et al., 2007; Saravanan et al., 2008; Marx et al., 2007; Marx et al., 2008a; Marx et al., 2008b; Gunasekaran et al., 2007a; Gunasekaran et al., 2007b) . Cremer & Pople puckering analysis (Cremer & Pople, 1975 ) cannot be performed, for its weighted average absolute torsion angle is 0.89°, which is less than 5.0°. However, the fused six-membered ring (C1/C2/C3/C4/C5/C6) of the 4,5,6,7-tetrahydrobenzo[d][1,2,3] selenadiazole group adopts a near envelope (E form) conformation with puckering parameters of Q = 0.485 (3) Å, θ = 47.7 (4)° and Φ = 217.1 (5)°.
The molecular structure is stabilized by an intramolecular C7-H7···N1 interaction (Fig. 2) [C7-N1 distance: 2.96 Å, H7-N1 distance: 2.57 Å and C7-H7···N1 angle 104 °]. The C-H···π interaction (Fig. 2) is observed between C4-H4A···Cg (Cg is the centroid of the C17-C22 six-membered ring, C···Cg distance: 3.549 (3) Å, H-Perp: -2.61 Å), which contributes to the stabilization of crystal packing (Fig. 3 , symmetry code for the centroid: 1-x,-y,-z). The bond distance of C-H···π interaction agrees with those described by Desiraju & Steiner (1999) .
Experimental
A mixture of 2-[1-(4-methylphenyl)-3-oxo-3-phenylpropyl]-1-cyclohexanone (1 mmol, 0.32 g) and semicarbazide hydrochloride (1 mmol, 0.11 g) in ethanol (10 ml) was refluxed for 3 h. After completion of the reaction as monitored by TLC, the mixture was poured into ice cold water (50 ml) and the resulting mono-semicarbazone solid was filtered off. Then, a mixture supplementary materials sup-2 of mono-semicarbazone (1 mmol, 0.38 g) and SeO 2 (2 mmol, 0.44 g) in tetrahydrofuran (THF) (10 ml) were refluxed on a water bath for 30 minutes. After completion of the reaction as monitored by TLC, the reaction mixture was filtered to remove selenium powder, the filtrate was concentrated under vacuum, and the residue was subjected to column chromatography using a petroleum ether/ethylacetate mixture (95:5; v/v) as eluent to afford the pure product (Yield: 69%, melting point: 398-399 K). Dissolving the pure compound in a 3:1 mixture of dichloromethane:ethylacetate and slow evaporation of the solvents provided crystals suitable for X-ray analysis. Spectroscopic data for the title compound: IR (KBr): 2940 (C-H), 1679 (C=O), 1585 (N=N), 1351 (C-N)cm -1 .
Refinement
The non-hydrogen atoms were refined anisotropically whereas hydrogen atoms were refined isotropically. The C-H atoms were positioned geometrically (C-H = 0.93-0.98 Å) and were refined using a riding model with U iso (H) = xU eq (C), where x = 1.5 for methyl and 1.2 for all other atoms. Fig. 1 . The molecular structure of title compound, showing displacement ellipsoids drawn at the 50% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) sup-8 
